* Correspondence: k.skotnicki@ichtj.waw.pl; Tel: +48-22-5041292; ijanik@nd.edu Table S1 page 13 Table S2 page 14 Table S3 page 15-25 Figure S11. TD-DFT calculated absorption spectra of potential transients (see legend for symbols and Figures S4 and S5 for geometries) produced in • OH-induced oxidation of 2-thiouracil (2-TU) in water at pH = 10 (higher than its first pKa = 7.75). Table S3 . Cartesian x, y, and z coordinates (in Å) of the optimized structures (tight with ultrafine grid) at the ωB97x/aug-cc-pvtz level of theory with water solvation modeled by IEFPCM. 
CARTESIAN COORDINATES OF THE STUDIED STRUCTURES

